Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.064; wR factor = 0.128; data-to-parameter ratio = 11.8.
Related literature
For the synthesis of 4-(1H-pyrazol-3-yl)-pyridine, see: Davies et al. (2003) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x þ 1; y; z; (ii) x; y þ 1; z; (iii) Àx þ 1; Ày þ 1; Àz.
Data collection: PROCESS-AUTO (Rigaku, 1998); cell refinement: PROCESS-AUTO; data reduction: PROCESS-AUTO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: SHELXL97. Table 1 ), which the N atom is from the ring of pyridine.There is a hydrogen interaction between N1 from pyrazol as the hydrogen bond donor and O1w as the hydrogen bond acceptor.At the same time, O1w as the hydrogen bond donor interacts with two O2 atoms from different terephthalic acid (Fig.3) . These supermolecules are assembled into a three-dimensional network by two types of hydrogen bonding including O-H···O and N-H···O.
4-(1H-pyrazol-3-yl)-pyridine was prepared according to the published method of Davies et al. (2003) . An aqueous solution (20 mL) containing terephthalic acid( 0.1 mmol,16 mg), NaOH (0.2 mmol,8 mg) and 4-(1H-pyrazol-3-yl)-pyridine (0.2 mmol,29 mg) was stirred for 20 minutes in air, and left to stand at room temperature for about four weeks, then the colorless crystals were obtained.
Refinement
C-and N-bound H atoms were placed at calculated positions and were treated as riding on the parent C or N atoms with C-H = 0.93 Å, N-H = 0.86 Å, and with U iso (H) = 1.2 U eq (C, N). The water H-atoms were located in a difference map, and were refined with a distance restraint of O-H = 0.84 Å; their U iso values were refined.
Computing details
Data collection: PROCESS-AUTO (Rigaku, 1998); cell refinement: PROCESS-AUTO (Rigaku, 1998); data reduction:
PROCESS-AUTO (Rigaku, 1998); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) .
Figure 1
The structure of the title compound, with 30% probability displacement ellipsoids [Symmetry codes: i = -x, -y, -z]. 
